Key indicators: single-crystal X-ray study; T = 153 K; mean (C-C) = 0.007 Å; R factor = 0.036; wR factor = 0.078; data-to-parameter ratio = 11.7.
Related literature
The crystal structure of an Na-bis-taci complex has been reported by Bartholomä et al. (2010) . Puckering parameters were calculated according to Cremer & Pople (1975) . For a preliminary preparation and characterization of the title compound, see: Egli (1994) . For a general overview of the coordination chemistry of taci, see: Hegetschweiler (1999) . The crystal structure of a Cu II -taci complex has been reported by Reiss et al. (1998) . For the crystal structure of a monoprotonated taci salt, see: Reiss et al. (1999) .
Experimental
Crystal data [Na(C 6 Table 1 Hydrogen-bond geometry (Å , ). Data collection: XSCANS (Siemens, 1994 ); cell refinement: XSCANS; data reduction: XSCANS and XPREP (Bruker, 2008); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: DIAMOND (Brandenburg, 2012) ; software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009 The coordination ability of 1,3,5-triamino-1,3,5-trideoxy-cis-inositol (= taci) attracted attention owing to the two distinct chair conformations of this ligand, allowing metal binding either via three axial nitrogen or three axial oxygen donors (Hegetschweiler, 1999) . For the free taci ligand and its protonation products, a chair conformation with axial hydroxy groups has been asserted (Reiss et al., 1999) . However, binding of divalent transition metal cations such as Cu 2+ usually occurs via three axial amino groups (Reiss et al., 1998) . The binding of Na + to a protonated bis-taci unit (where two tacimoieties are connected via a O-CH 2 -CH 2 -O bridge) occurred via the axial hydroxy groups (Bartholomä et al., 2010) .
In the title compound, [Na(C 6 also adopts a chair conformation with axial hydroxy groups, which bind to the Na + cation (Na-O distance: 2.409 (4)Å).
The puckering parameters (Cremer & Pople, 1975) of the cyclohexane ring are Q = 0.531Å, φ = 0.0°, θ = 180.0°.
Interlinking of the Na + cation to three equatorial amino groups of three neighbouring taci ligands (Na-N distance:
2.556 (4)Å) generates a distorted octahedral coordination geometry around the sodium ion. Due to symmetry, the three oxygen and the three nitrogen donors form each two parallel, equilateral triangles with a twist angle τ of 56.4°. This value indicates that the fac-NaO 3 N 3 coordination geometry adopts C 3v symmetry quite closely. The bromide anion is hydrogenbonded to three hydroxy groups of three adjacent taci ligands. Additionally, three N-H···Br contacts are formed (see Table 1 ). These N-H···Br contacts may be interpreted as weak hydrogen bonds. The three (N-)H and the three (O-)H hydrogen atoms form again two parallel, equilateral triangles with a twist angle τ = 32.4°. The six hydrogen atoms, which encapsulate the bromide ion, constitute thus a polyhedron which is just an intermediate form between a trigonal prism (τ = 0°) and a trigonal antiprism (τ = 60°). Notably, the bromide ion is not located in the centre of this polyhedron. It is significantly displaced towards the three (O-)H hydrogen atoms. Inspection of the structure further reveals an intermolecular N···O separation of 2.831 (6)Å, a value which falls in a range expected for N-H···O hydrogen bonding.
However, the corresponding N-H···O angle of 110 (6)° is very acute and would not be in agreement with such an interpretation.
The title compound was first isolated unintentionally by Egli (1994) in the reaction of K 2 ReBr 6 , NaOCH 3 and taci. In our study, it was prepared by adding equimolar amounts of NaBr and taci in small portions to boiling MeOH until a saturated solution was obtained. The solution was filtered hot and was allowed to cool slowly to room temperature, yielding colourless single crystals suitable for crystal structure analysis.
Refinement
All hydrogen atoms were identified in difference syntheses. In the latest stages of refinement, the coordinates of the Nand C-bonded hydrogen atoms were refined, whereas the coordinates of the (O-)H hydrogen atom had to be constrained using the AFIX 83 option of the SHELXL program. The N-H bond lengths were restrained to 0.90Å. All U iso values, besides those of the CH groups, were refined freely.
Computing details
Data collection: XSCANS (Siemens, 1994 ); cell refinement: XSCANS (Siemens, 1994) ; data reduction: XSCANS (Siemens, 1994) and XPREP (Bruker, 2008); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 );
program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: DIAMOND (Brandenburg, 2012) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008) and PLATON (Spek, 2009 ).
Figure 1
Ellipsoid plot and numbering scheme of a Br anion and an Na(taci) moiety together with the coordinating amino groups of three additional, neighbouring taci units. Displacement parameters are given at the 50% probability level.
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Figure 2
Section of the extended network of the title compound viewed along the c axis.
Poly[[(µ 4 -1,3,5-triamino-1,3,5-trideoxy-cis-inositol)sodium] bromide]
Crystal data [Na (C 6 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (

